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CCDC no.: 1022277
The asymmetric unit of the title crystal structure is shown in the figure (The central carbon atoms of dimethylcarbonate and the atoms in the wurtzite core are labelled). Tables 1 and  2 contain details on crystal structure and measurement conditions and a list of the atoms including atomic coordinates and displacement parameters.
Source of material
2,4,6,8,10,12-hexanitrohexaazaisowurtzitane CL20 is easily available by a literature known synthesis [4] . In a typical reaction 0.1 g CL20 was dissolved in 5 mL concentrated dimethyl carbonate. Evaporation at room temperature yielded colourless crystals of (dpma) 2(CH 3 OCOOCH 3 ) 3 .
Experimental details
The methyl groups were idealized and refined using rigid groups allowed to rotate about N-C bond (APEX2 option of the SHELXL-2014 program). The coordinates of the H-atoms were refined with the C-H distance restrained to 0.98 Å. The U iso values of the hydrogen atoms of methyl groups were set to 1.5Ueq(C) and the U iso values of all other hydrogen atoms were set to 1.2Ueq(C,N). The structural fit with centrosymmetric space group Pbca is 87%. As the structure can be refined without any serious disorder the non-centrosymmetric space group P212121 has been choosen.
Comment
Pseudosymmetry is a problem, which may be present during the course of many crystal structure determinations [5] . A typical problem is the appearance of additional and weak superstructure reflections which necessiate a larger super lattice for a correct description of the true structure. Another problem is that the true space group is sometimes obscured by the fact that some extinction rules are slightly disrupted by weak reflections. It is obvious that some classes of compounds are predestined for this effect [6] . This contributation is part of our ongoing interest in the hydrogen bonding of CL-20 (2,4, 6,8,10,12-hexanitrohexaazaisowurtzitane) and its derivatives [7, 8] .
The asymmetric unit of the title structure consists of two CL20 molecules and three dimethyl carbonates. Simple CL20 solvate structures may be a class of compounds which feature pseudosymmetry problems. All molecules are connected via charge supported non-classical CH· · · O hydrogen bonds.
